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The five-membered ring of the title compound Á 1 -1,2,4triazoline-5-thione, C 11 H 13 N 3 S, is almost planar (r.m.s. deviation = 0.009 Å ); the phenyl ring is aligned at 84.6 (2) with respect to the five-membered ring. The crystal studied was a racemic twin with an approximate 20% minor twin component. Weak intermolecular C-HÁ Á ÁN hydrogen bonding is present in the crystal structure.
Related literature
For the synthesis of this and other Á 1 -[1,2,4]-triazoline-5thiones, see: Kabashima et al. (1991) ; Landquist (1970) ; Tripathi & Dhar (1986) . For the crystal structure of the related compound 5,5-dimethyl-4-phenyl-1,2,4-triazol-3-thione, see: Katritzky et al. (1984) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) Ày þ 1; x; Àz þ 2.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010). (Kabashima et al., 1991) , chlorosulfonyl isocyanate (Tripathi & Dhar, 1986 ) and manganese dioxide (Landquist, 1970) . In the present study, the oxidizing agent is 1,10-phenanthroline-5,6-dione, commonly known as phendione. 4-Phenyl thiosemicarbazide condensed with methyl ethyl ketone to form the initial Schiff base, which was then oxidized to the title compound by phendione (Scheme I, Fig. 1 ). Intermolecular weak C-H···N hydrogen bonding is present in the crystal structure (Table 1) .
5-Ethyl
Experimental 4-Phenyl thiosemicarbazide (2 mmol, 0.33 g) and 1,10-phenanthroline-5,6-dione (1 mmol, 0.21 g) were heated in a mixture of methyl ethyl ketone (5 ml) and ethanol (10 ml). The yellow precipitate that formed was removed by filtration. Slow evaporation of the orange filtrate afforded the title compound.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.95-0.99 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2-1.5U(C). Fig. 1 . Thermal ellipsoid plot (Barbour, 2001) of C 11 H 13 N 3 S at the 70% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
Figures

5-Ethyl
x y z U iso */U eq S1 0.47452 (8) 0.23341 (7) 1.2411 (2) 0.0351 (4) Symmetry codes: (i) −y+1, x, −z+2. Fig. 1 
